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In the title compound [systematic name: 13,15-dibromo-6nitro-3,10-dithiatricyclo[10.2.2.2 5,8 ]octadeca-1(14), 5,7,12,15,-17-hexaene] , C 16 H 13 Br 2 NO 2 S 2 , the dihedral angle between the two benzene rings is 0.93 (2) . The crystal structure is stabilized by weakintermolecular interactions [centroidcentroid distance = 3.286 (5) Å ]. One S atom and the H atoms on neighboring C atoms are disordered over two sets of sites (occupancy ratios: S = 0.91:0.09 and H = 0.93:0.07).
Related literature
For industrial applications of paracyclophanes, see: Xu et al. (2008) . For the preparation of the title compound, see: Wang et al. (2006) .
Experimental
Crystal data C 16 H 13 Br 2 NO 2 S 2 M r = 475.21 Monoclinic, P2 1 =n a = 6.9200 (3) Å b = 12.6556 (6) Å c = 18.8743 (8) Å = 94.939 (2) V = 1646.81 (13) Å 3 Z = 4 Mo K radiation = 5.18 mm À1 T = 298 K 0.20 Â 0.10 Â 0.10 mm
Data collection
Bruker SMART CCD area-detector diffractometer 11528 measured reflections 3885 independent reflections 2405 reflections with I > 2(I) R int = 0.046 Refinement R[F 2 > 2(F 2 )] = 0.047 wR(F 2 ) = 0.119 S = 0.99 3885 reflections 218 parameters 10 restraints H-atom parameters constrained Á max = 0.68 e Å À3 Á min = À0.34 e Å À3 Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT-Plus (Bruker, 2001) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXS97 (Sheldrick, 2008) ; molecular graphics: PLATON (Spek, 2009) ; software used to prepare material for publication: PLATON. -15-nitro-2,11-dithia[3.3] 
5,8-Dibromo

Comment
Molecular building blocks associated with para-cyclophanes are widely used in chiral catalysis, optoelectronic (NLO) materials, polymer chemistry, materials science, molecular electronics and organic solar cells (Xu et al. 2008) . Crystallographic studies on these types of complexes are relatively sparse when compared to the volume of synthesis research carried out in these areas. Herein, we report the crystal structure of the title complex, (I).
In the title compound, C 16 H 13 Br 2 N O 2 S 2 , (I), the dihedral angle between the two benzene rings is 0.93 (2)° ( Fig. 1 ).
Crystal packing is stabilized by weak π-π intermolecular interactions (centroid-to-centroid distance = 3.286 (5) Å). The S2 atom ((0.91:0.09 for the major and minor components) and H15A, H15B (0.93) H15C, H15D (0.07), H16A, H16B (0.93), H16C, H16D (0.07) atoms are disordered over two sites.
Experimental
A solution with equimolar amounts of 2,5-dibromo-1,4-bis(mercaptomethyl)benzene (3.26 g,10 mmol) and 1,4-dibromomethyl-2-nitrobenzene(3.10 g,10 mmol) in degassed THF (500 ml) was added dropwise under N 2 over 12 h to a refluxing solution of potassium carbonate (6.9 g,50 mmol) in EtOH(1.5L). After 2 h at the reflux temperature, the mixture was cooled and the solvent removed. The resulting residue was treated with CH 2 Cl 2 (300 ml) and water (300 ml). The aqueous was extracted with CH 2 Cl 2 three times. The combined organic layers were dried over Na 2 SO 4 . The solvent was removed, and the resulting solid was chromatographed on silica gel using CH 2 Cl 2 /petroleum ether (1:1, v/v) as eluent. Colourless single crystals of the title compound suitable for X-ray diffraction were obtained by slow evaporation of a dichloromethane/n-hexane(1:30) solution over a period of 5 days (Wang et al., 2006) .
Refinement
During refinement, all the H atoms were placed in calculated positions and allowed to ride, with CH = 0.93 Å; CH 2 = 0.97Å and U iso (H) = 1.2U eq (C). The S2, C15 & C16 atoms with attached H atoms are disorderd over two sites (occupancies = S: 0.91:0.09; C & H: 0.93: 0.07 for the major and minor components). (7) 0.052 (7) 0.002 (7) 0.014 (6) 0.020 (6) 
Geometric parameters (Å, °)
Br1-C5 1.899 (4) C7-H7A 0.9700 Br2-C2 1.904 (4) C7-H7B 0.9700 S1-C7 1.807 (4) C8-C9 1.509 (5) S1-C8 1.809 (4) C8-H8A 0.9700 S2-C15 1.800 (4) C8-H8B 0.9700 S2-C16 1.823 (4) C9-C14 1.396 (6) 
